Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.045; wR factor = 0.131; data-to-parameter ratio = 18.7.
Related literature
For ring puckering parameters, see: Cremer & Pople (1975) .
Experimental
Crystal data = 78.991 (9) V = 1814.9 (5) Å 3 Z = 4 Mo K radiation = 0.10 mm À1 T = 293 K 0.30 Â 0.26 Â 0.20 mm
Data collection
Bruker APEXII CCD area detector diffractometer 32702 measured reflections 9209 independent reflections 5980 reflections with I > 2AE(I) R int = 0.032 Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.131 S = 1.03 9209 reflections 493 parameters H-atom parameters constrained Á max = 0.21 e Å À3 Á min = À0.18 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 2; Ày þ 2; Àz þ 1; (ii) Àx þ 1; Ày þ 1; Àz þ 1; (iii) Àx þ 1; Ày; Àz þ 1; (iv) x À 1; y À 1; z; (v) Àx þ 2; Ày þ 1; Àz þ 1.
Data collection: APEX2 (Bruker, 2007); cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009). RG and KS thank the Technology Business Incubator (TBI), CAS in Crystallography and Biophysics, University of Madras, Chennai, and the Department of Science and Technology (DST) for the data collection. (7) −0.0073 (7) 0.0033 (7) −0.0203 (6) C6 0.0548 (10) 0.0475 (9) 0.0445 (9) −0.0053 (7) −0.0011 (8) −0.0261 (7) C7 0.0559 (12) 0.0696 (12) 0.0645 (11) −0.0155 (9) −0.0081 (9) −0.0310 (10) C8 0.0442 (9) 0.0317 (7) 0.0368 (7) −0.0077 (6) 0.0025 (6) −0.0167 (6) C9 0.0444 (9) 0.0455 (8) 0.0456 (8) −0.0049 (7) 0.0041 (7) −0.0227 (7) C10 0.0453 (10) 0.0712 (12) 0.0550 (10) −0.0050 (9) −0.0069 (8) −0.0215 (9) C11 0.0404 (8) 0.0293 (7) 0.0319 (7) −0.0098 (6) 0.0008 (6) −0.0110 (5) C12 0.0395 (8) 0.0281 (6) 0.0312 (7) −0.0087 (5) 0.0026 (6) −0.0118 (5) C13 0.0519 (9) 0.0301 (7) 0.0348 (7) −0.0035 (6) −0.0003 (7) −0.0128 (6) C14 0.0481 (9) 0.0360 (7) 0.0407 (8) −0.0160 (7) −0.0003 (7) −0.0134 (6) C15 0.0458 (9) 0.0435 (8) 0.0396 (8) −0.0128 (7) −0.0010 (7) −0.0179 (7) C16 0.0392 (8) 0.0348 (7) 0.0328 (7) −0.0072 (6) −0.0019 (6) −0.0126 (6) C17 0.0459 (9) 0.0392 (8) 0.0369 (8) −0.0083 (7) −0.0016 (7) −0.0099 (6) C18 0.0516 (10) 0.0591 (10) 0.0323 (8) −0.0101 (8) 0.0005 (7) −0.0080 (7) C19 0.0610 (12) 0.0828 (13) 0.0364 (9) −0.0137 (10) 0.0013 (8) −0.0277 (9) C20 0.0658 (12) 0.0698 (11) 0.0518 (10) −0.0194 (9) −0.0012 (9) −0.0383 (9) N1 0.0420 (7) 0.0350 (6) 0.0373 (6) −0.0106 (5) 0.0003 (5) −0.0159 (5) N2 0.0396 (7) 0.0377 (6) 0.0397 (7) −0.0034 (5) −0.0016 (5) −0.0140 (5) 0.0518 (10) 0.0515 (9) 0.0320 (8) −0.0074 (7) −0.0005 (7) −0.0064 (7) C29 0.0496 (11) 0.0566 (10) 0.0442 (9) −0.0135 (8) 0.0062 (8) −0.0036 (8) C30
3'-Hydroxymethyl
0.0425 (10) 0.0709 (12) 0.0600 (11) −0.0038 (9) 0.0063 (9) −0.0128 (9) C31 0.0396 (9) 0.0482 (8) 0.0321 (7) −0.0079 (7) 0.0036 (6) −0.0126 (6) C32 0.0416 (9) 0.0473 (8) 0.0363 (8) −0.0065 (7) −0.0003 (7) −0.0168 (7) C33 0.0497 (10) 0.0459 (9) 0.0478 (9) −0.0067 (7) 0.0086 (8) −0.0195 (7) C34 0.0542 (11) 0.0562 (10) 0.0318 (8) −0.0052 (8) 0.0016 (7) −0.0110 (7) C35 0.0490 (11) 0.0504 (10) 0.0614 (11) −0.0055 (8) 0.0202 (9) −0.0134 (9) C36 0.0391 (9) 0.0504 (9) 0.0562 (10) −0.0062 (7) 0.0120 (8 119.3 C22-C21-H21 118.9 C6-C1-H1 119.3 C26-C21-H21 118.9 C3-C2-C1 119.93 (18) C23-C22-C21 119.6 (2) C3-C2-H2 120.0 C23-C22-H22 120.2 C1-C2-H2 120.0 C21-C22-H22 120.2 C2-C3-C4 120.0 (2) C22-C23-C24 119.3 (2) C2-C3-H3 120.0 C22-C23-H23 120.3 C4-C3-H3 120.0 C24-C23-H23 120.3 C3-C4-C5 121.21 (18 
